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CONVERGENCE TEST
Tables S1-S4 below contains computed V S,max and E S,min values for the Cu(100) surface as a function of variation of a number of parameters. These include the number of k-points, the vacuum distance, the plane-wave cut-off, and the number of Cu layers in the slab. The standard set-up used for the parameters that are not varied are: 11x11x1 k-points, 800 eV plane-wave cutoff, 40 Å slab vacuum, and a slab thickness of 10 Cu layers.
In conclusion we can note that V S,max is very robust to the parameter variations and differs significantly from the converged value only for the most crude parameter choices. E S,min varies more, but is converged at the set-ups used in the main text. Further tests will be conducted in future studies. 
